Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.007 Å; R factor = 0.039; wR factor = 0.098; data-to-parameter ratio = 6.7.
The asymmetric unit of the title compound, C 21 H 20 N 4 O 3 S, contains two independent molecules. The dihedral angles between the two benzene rings are 47.6 (1) and 30.2 (1) , the corresponding values between the p-methoxybenzene and thiadiazol rings are 12.3 (1) and 24.7 (1) , respectively, for the two molecules. The conformations of the N-H and C O bonds are anti with respect to each other. The enone groups show a trans configuration. The crystal structure is stabilized by N-HÁ Á ÁO and N-HÁ Á ÁN interactions. The absolute structure could not be determined from the X-ray data but the absolute configuration has been assigned by reference to an unchanging chiral centre in the synthetic procedure.
Related literature
For 1,3,4-thiadiazole scaffold compounds and their biological activity, see: Tu et al. (2008) . For the synthesis, see: Foroumadi et al. (1999) ; Levy & Palmer (1942) ; Song et al. (1992) . For related structures, see: Fun et al. (2008) ; Gowda et al. (2008) Thiruvalluvar et al. (2008) .
Experimental
Crystal data C 21 H 20 N 4 O 3 S M r = 408.48
Triclinic, P1 a = 9.082 (3) Å b = 9.849 (3) Å c = 13.644 (4) Å = 79.587 (4) = 83.253 (4) = 65.458 (4) V = 1090.8 (5) Å 3 Z = 2 Mo K radiation = 0.18 mm À1 T = 296 (2) K 0.35 Â 0.24 Â 0.06 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: none 6219 measured reflections 3553 independent reflections 2735 reflections with I > 2(I) R int = 0.022 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.097 S = 0.94 3553 reflections 528 parameters 3 restraints H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2004) ; cell refinement: APEX2 and SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: APEX2; software used to prepare material for publication: APEX2 and publCIF (Westrip, 2008) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: IM2079). 
Comment
In our previous work, 1,3,4-thiadiazole scaffold compounds and their biological activity have been studied (Tu et al., 2008) .
In view of the importance of these organic materials, the title compound ( Fig. 1 ) was synthesized (Foroumadi et al., 1999; Levy & Palmer 1942; Song et al., 1992) and its crystal structure is reported here. The asymmetric unit of the title compound, C 21 H 20 N 4 O 3 S, contains two independent molecules. The dihedral angles between the p-methoxybenzene and thiadiazol rings is 12.2 (1) ° and 24.7 (1)°, the corresponding values between the two benzene rings are measured to 47.6 (1)° and 30.2 (1)°, respectively, for the two molecules. The conformations of the N-H and C=O bonds are anti with respect to each other. The enone groups are trans configurated. Bond lengths and angles are in normal ranges and comparable to those in related structures (Gowda et al., 2008; Fun et al., 2008; Thiruvalluvar et al., 2008) . In the crystal structure, molecules are linked through intermolecular N-H···O hydrogen bonds forming a three-dimensional network (Table 1, Figure 2 ).
Experimental N,N-Dicyclohexylcarbodiimide (5.7 mmol) was added to a cooled solution of N-cinnamoyl-D-alanine (5.6 mmol) and Nhydroxysuccinimide (5.6 mmol) in freshly distilled dioxane (30 ml). The reaction mixture was stirred overnight at room temperature. The insoluble material was filtered off and washed with cold dioxane. 2-Amino-5-(4-methoxyphenyl)-1,3,4thiadiazole (5.5 mmol) was added to the filtrate and the reaction mixture was stirred for 48 hr at room temperature. The solvent was removed under reduced pressure. The residual was dissolved in EtOAc and the insoluble material was filtered off. The filtrate was washed successively with saturated Na 2 CO 3 solution (20 ml, x 3), water (20 ml, x 1), 0.1 M HCl (20 ml, x 3) and water (20 ml, x 1). The organic layer was evaporated in vacuo and the residue was recrystallized from methanol (30 ml), yield: 35.2%. Colorless block-shaped single crystals of the title compound suitable for X-ray diffraction analysis precipitated after several days.
Refinement
H atoms were positioned geometrically and refined using a riding model using SHELXL97 default values (U ĩso (H) = 1.2 U eq (C) for CH and CH 2 groups and U ĩso (H) = 1.5 U eq (C) for CH 3 ). Refinement with all data (Friedel opposites not merged) led to an unsuitably large error of the Flack parameter. The final refinement was therefore performed with a data set with merged Friedel pairs, hence the calculated Flack parameter is meaningless. The absolute configuration is nevertheless undoubtly as described since enantiomerically pure starting compounds were used and the reaction conditions are not condidered to lead to racemisation or inversion. Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (5) C30-N7 1.384 (5) C8-S1 1.734 (4) C30-S2 1.724 (4) C9-N2 1.302 (5) C31-O4 1.228 (4) C9-N3 1.378 (5) C31-N7 1.353 (5) C9-S1 1.715 (4) C31-C32 1.514 (5) C10-O1 1.198 (4) C32-N8 1.437 (5) C10-N3 1.378 (5) C32-C33 1.516 (7) C10-C11 1.507 (5) C32-H32 0.9800 C11-N4 1.445 (5) C33-H33A 0.9600 C11-C12 1.511 (7) C33-H33B 0.9600 C11-H11 0.9800 C33-H33C 0.9600 C12-H12A 0.9600 C34-O5 1.225 (5) C12-H12B 0.9600 C34-N8 1.337 (5) C12-H12C 0.9600 C34-C35 1.481 (6) C13-O2 1.227 (4) C35-C36 1.303 (6) C13-N4 1.349 (5) C35-H35 0.9300 C13-C14 1.478 (5) C36-C37 1.450 (6) C14-C15 1.330 (5) C36-H36 0.9300 C14-H14 0.9300 C37-C38 1.374 (7) C15-C16 1.452 (6) C37-C42 1.389 (7) C15-H15 0.9300 C38-C39 1.404 (8) C16-C17 1.383 (7) C38-H38 0.9300 C16-C21 1.390 (6) C39-C40 1.377 (9) C17-C18 1.364 (7) C39-H39 0.9300 C17-H17 0.9300 C40-C41 1.342 (9) C18-C19 1.345 (8) C40-H40 0.9300 C18-H18 0.9300 C41-C42 1.373 (7) 
